Excited states and photodissociation of hydroxymethyl hydroperoxide.
The structure of hydroxymethyl hydroperoxide (HOCH(2)OOH) (HMHP) has been examined using coupled cluster and multireference configuration interaction methods to study the excited states and probable photodissociation products. The results are compared to experiments. The vertical excitation energies for several excited states of HOCH(2)OOH are presented as well as the excited state energies along the O-O, O-H, C-O, and C-H dissociation pathways. The results help in the interpretation of experimental UV absorption spectra and elucidate the photodissociation mechanism of HMHP under tropospheric conditions.